The PDF file includes: Table S1 . Binding constants of 1 toward 2a and 3a in water. Table S2 . Packing coefficients of host-guest complexes. Table S3 . Water solubilities of steroid hormones. Table S4 . Crystal data and structure refinement for 1'•2a. Table S5 . Crystal data and structure refinement for 1"•5c.
Other Supplementary Material for this manuscript includes the following:
(available at advances.sciencemag.org/cgi/content/full/5/4/eaav3179/DC1) Crystal data of 1'•2a (.cif format) Crystal data of 1"•5c (.cif format) H NMR spectrum (500 MHz, D 2 O, room temperature) of products after mixing 1 with 2a, 3a, and 4a in a 1 : 1 : 1 ratio at 60 ºC for 10 min.
1 H NMR spectra (500 MHz, D 2 O, room temperature) of products after mixing 1 with 2a, 3a, and 4a in a 1 : 100 : 100 ratio (C) at 60 ºC for 10 min and (D) at room temperature for 1 min (red circle: 1•2a, blue square: 1•3a, orange square: 1•4a). Table S1 . Binding constants of 1 toward 2a and 3a in water. The supplementary crystallographic data (CCDC 1539560) can be obtained free of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam. ac.uk/data_request/cif. Table S5 . Crystal data and structure refinement for 1"•5c.
Identification code MY666
Empirical formula C231 H216 N11 O43 Pd2
Formula weight 4046.94 The supplementary crystallographic data (CCDC 1485686) can be obtained free of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam. ac.uk/data_request/cif.
